C 29 H 23 Cl 2 N 2 PPd, monoclinic, P21/c (no. 14), a = 9.4028(16) Å, b = 30.928(5) Å, c = 9.3071(16) Å, β = 103.222(2)°, V = 2634.8(8) Å 3 , Z = 4, Rgt(F) = 0.0423, wR ref (F 2 ) = 0.1047, T = 296(2) K.
Bruker [1] , SHELX [2] recrystallized from dichloromethane/petroleum ether solution at room temperature.
Experimental details
Hydrogen atoms were added using the riding models implemented in the SHELX system.
Comment
Cyclopalladated complexes are one of the most developed and studied classes of precatalysts because of their structural versatility and easy synthetic accessibility [3] [4] [5] [6] [7] [8] . Among them, a wide variety of phosphines adducts of palladacycles have been successfully used in the coupling reactions [9] [10] [11] [12] [13] .
In general, these adducts combine the stability induced by the presence of a palladacycle with the high activity commonly associated with phosphine ligands, and are more active than the corresponding dimeric palladacycles. As a continuation of our interest in the synthesis and application of palladacycles containing halides [3, 14] , we report the crystal structure of the title complex. The single-crystal X-ray analyses shows that the Pd atom is in a slightly distorted square-planar environment, being coordinated by a P atom, the chlorine atom, and the C atom and the nitrogen atom of the pyrimidine ligand. The deviations of the Pd atom from the plane is 0.056 Å. The pyrimidyl and phenyl ring are approximately coplanar, making a dihedral angle of 1.8°, which is less than that of the related free arylpyrimidine ligand [15] . The Pd-P and Pd-N bond lengths of the title complex are similar to those of [3, 14, 16, 17] . In the crystal there exist weak C-H· · · Cl hydrogen bonds [18] [19] [20] , the coordinated chlorine atom forms hydrogen bonds with the adjacent C-H group of the PPh 3 ligand (Cl· · · H = 2.849, 2.861 and 2.943 Å). In addition, the chlorine atom in the pyrimidine ring also forms C-H· · · Cl hydrogen bonds with the adjacent C-H group of p-tolylpyrimidyl moiety and PPh 3 ligand (Cl· · · H = 2.887 and 2.945 Å), which are attributed to construct the 3D architecture.
